HOMO of 8 Figure S1 . Depiction of the HOMO for the fully optimized gas-phase structure of 8, determined by QMMM calculations. Hydrogen atoms have been removed for clarity.
XYZ coordinates for optimized structures 9 Ir -0.000002000 -0.841867000 -0.000001000 Cl 0.000007000 -3.330756000 -0.000004000 P -0.734832000 -1.126963000 2.198552000 P 0.734856000 -1.126975000 -2.198543000 N -1.111338000 1.894934000 -0.059702000 C -2.466071000 1.451744000 -0.076639000 C -2.808973000 0.100279000 -0.427686000 C 0.763946000 3.321125000 -0.092532000 H 1.059821000 3.679784000 -1.095682000 H 1.286223000 3.930397000 0.661256000 C 2.808967000 0.100287000 0.427691000 C 3.485194000 2.386306000 -0.206477000 H 3.218961000 3.411017000 -0.478663000 C 4.193276000 -0.217971000 0.481964000 H 4.442078000 -1.247203000 0.755183000 C -3.485202000 2.386300000 0.206472000 H -3.218971000 3.411013000 0.478650000 H 0.889768000 -0.024664000 -3.107650000 C 5.188332000 0.722967000 0.213436000 H 6.240709000 0.428577000 0.273550000 C -5.188337000 0.722953000 -0.213424000 H -6.240715000 0.428560000 -0.273532000 H -0.889732000 -0.024643000 3.107651000 C -0.763957000 3.321124000 0.092517000 H -1.059833000 3.679786000 1.095666000 H -1.286235000 3.930393000 -0.661273000 C 4.838339000 2.035708000 -0.142329000 H -2.006464000 -1.758826000 2.345429000 C -4.838347000 2.035698000 0.142331000 H 0.105307000 -1.981159000 2.972084000 C -4.193281000 -0.217984000 -0.481951000 H -4.442082000 -1.247217000 -0.755163000 H -0.105258000 -1.981186000 -2.972088000 H 2.006496000 -1.758829000 -2.345381000 O -1.953406000 -0.873361000 -0.737607000 O 1.953402000 -0.873353000 0.737613000 N 1.111330000 1.894936000 0.059691000 C -0.000004000 1.109555000 -0.000004000 C 2.466064000 1.451749000 0.076636000 H -5.604426000 2.782717000 0.365415000 H 5.604417000 2.782728000 -0.365414000 9 + Ir -0.000005000 -0.846070000 0.000060000 Cl -0.000056000 -3.310270000 0.000228000 P 0.003258000 -1.210629000 2.349420000 P -0.003222000 -1.210944000 -2.349248000 N -1.112552000 1.905954000 0.000167000 C -2.461279000 1.489639000 0.000320000 C -2.845292000 0.096430000 0.002014000 C 0.768537000 3.347856000 0.000442000 H 1.190072000 3.834398000 -0.893283000 H 1.188558000 3.832868000 0.895745000 C 2.845295000 0.096413000 -0.002041000 C 3.476940000 2.475384000 0.000678000 H 3.212989000 3.534043000 0.001979000 C 4.236422000 -0.219727000 -0.002522000 H 4.492183000 -1.282161000 -0.003721000 C -3.476921000 2.475405000 -0.001016000 H -3.212963000 3.534061000 -0.002441000 H -0.003559000 -0.137340000 -3.301308000 C 5.209413000 0.768087000 -0.001329000 H 6.267062000 0.492697000 -0.001613000 C -5.209407000 0.768119000 0.001164000 H -6.267058000 0.492737000 0.001457000 H 0.004004000 -0.136896000 3.301335000 C -0.768513000 3.347860000 -0.000850000 H -1.190046000 3.834518000 0.892814000 H -1.188532000 3.832762000 -0.896214000 C 4.827481000 2.127752000 0.000336000 H -1.109644000 -1.982307000 2.788882000 C -4.827464000 2.127782000 -0.000661000 H 1.117854000 -1.981424000 2.786157000 C -4.236422000 -0.219700000 0.002503000 H -4.492189000 -1.282133000 0.003832000 H -1.118001000 -1.981472000 -2.785996000 H 1.109496000 -1.983009000 -2.788488000 O -2.027338000 -0.943860000 0.003136000 O 2.027331000 -0.943872000 -0.003002000 N 1.112567000 1.905947000 -0.000394000 C 0.000006000 1.114309000 -0.000063000 C 2.461293000 1.489624000 -0.000516000 H -5.584178000 2.915706000 -0.001812000 H 5.584201000 2.915671000 0.001373000 8 P 0.432150000 2.538723000 -0.943994000 Ir -0.012362000 0.029467000 -0.619710000 P -0.111893000 -2.476297000 -1.097854000 Cl 0.125215000 0.102417000 -3.144167000 O -2.043916000 0.330918000 -0.784826000 C -0.157805000 -0.013045000 1.342171000 C 2.756395000 -0.310078000 0.575950000 C 5.046805000 -0.530715000 1.480564000 H 6.101435000 -0.634805000 1.209551000 C 2.217631000 -2.386747000 -2.825496000 H 1.603713000 -2.595998000 -3.726803000 H 2.252879000 -1.301900000 -2.670290000 C 0.163631000 3.646770000 0.572228000 H 0.320168000 4.698565000 0.261401000 C 1.626219000 -3.091005000 -1.586720000 H 2.286655000 -2.842642000 -0.730130000 C -2.929075000 0.305700000 0.193198000 C -0.540997000 3.351827000 -2.364606000 H 0.032267000 3.153459000 -3.293874000 C 4.157834000 -0.448018000 0.410951000 H 4.520263000 -0.487598000 -0.619691000 C 2.278533000 -0.268012000 1.919589000 C -0.579640000 -3.605190000 0.354464000 H -0.659024000 -4.640694000 -0.030940000 C -1.268892000 -2.958612000 -2.529062000 H -0.684538000 -2.833481000 -3.464276000 C 2.276633000 2.781798000 -1.350691000 H 2.832355000 2.334862000 -0.500187000 N -1.315851000 0.095116000 2.070099000 C 3.193461000 -0.347858000 2.990011000 H 2.773347000 -0.303315000 3.996223000 C -2.657963000 0.204757000 1.590154000 N 0.889933000 -0.151964000 2.217429000 C 0.495951000 -3.623220000 1.459999000 H 1.473355000 -3.952539000 1.058114000 H 0.626893000 -2.613443000 1.880344000 C -5.080633000 0.298126000 2.167958000 C 1.709090000 -4.616613000 -1.814756000 H 1.296410000 -5.182098000 -0.958507000 H 1.153404000 -4.889901000 -2.733178000 C 0.450661000 -0.115685000 3.622922000 H 0.901586000 0.748937000 4.140705000 H 0.770685000 -1.031355000 4.148018000 C -5.323523000 0.400446000 0.768678000 H -6.338898000 0.479230000 0.366061000 C -4.295556000 0.403248000 -0.169087000 H -4.511088000 0.481198000 -1.238376000 C 3.667486000 -2.828165000 -3.081035000
